Text S1: Computational details of the statistical parameters. Table S1 : Coefficients, VIF, t and p values of the descriptors involved in log Kd models. Table S2 : Molecular structures of all the studied organic compounds. Table S3 : Experimental conditions of log Kd values and size of microplastics. Table S4 : Parameter values for pp-LFERs. The redeveloped models of the training sets are listed as following:
log Kd = (−3.822 ± 0.000) × B + (3.054 ± 0.000) × V + (1.293 ± 0.000) × E + (−1.411 ± 0.000) (S1)
log Kd = (−3.328 ± 0.321) × B + (6.046 ± 1.299) × V + (-4.807 ± 2.482)
log Kd = (−2.517 ± 0.122) × B + (2.804 ± 0.164) × V + (1.085 ± 0.259)
log Kd = (−3.248 ± 0.242) × B + (1.244 ± 0.155) × E + (3.225 ± 0.353)
log Kd = (0.470 ± 0.082) × log KOW + (4.217 ± 0.422) × π + (-3.242 ± 0.661)
The regression models of the test sets are listed as following: 
log Kd = (0.392 ± 0.164) × log KOW + (4.006 ± 0.872) × π + (-2.838 ± 1.415) (S10)
Text S1. The computational formulations of the squared correlation coefficient R 2 , predictive squared correlation coefficient Q 2 , root-mean-square error (RMSE) and variance inflating factor (VIF) are shown here. The two statistics are used to quantify the validation and prediction performance of the developed QSPR models.
(S11) (S12)
where, yi fit , yi exp , ȳ exp , and yi pred is the regression-fitted, experimental, average experimental, and predictive value of logKd, respectively. Ri 2 is the determination coefficient for the regression of one parameter on all other independent variables in the dataset.
In statistics, the mean absolute error (MAE) is a quantity used to measure how close the predictive values are to the experimental values. The mean absolute error can be calculated by:
,
where, the yi a is the predictive value and the yi b is the experimental values.
A systematic error is an error that will occur consistently in only direction each time the experiment is performed and the values of the measurement will always be greater or lesser than the real values. Systematic errors most commonly arise from defects in the instrumentation or from using improper measuring techniques. The systematic error can be calculated by:
where, the yi a is the predictive value and the yi b is the experimental values. No. No. 
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